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Heat of formation calculations
The isodesmic reactions which are used to calculate the HOF of the target compounds are shown in Scheme S1.
Scheme S1. Isodesmic reactions for 1, 2, 3, 4 anion and 5 anion.
The change of enthalpy for the reactions at 298 K can be expressed as Equation (1) . ΔH298 = ΣΔfH P -ΣΔfH R (1) ΔfHR and ΔfHP are the HOF of the reactants and products at 298 K, respectively. ΔH298 can also be calculated as follows: ΔH298 = ΔE298 + Δ(PV) = ΔE0 + ΔZPE + ΔHT + ΔnRT (2) E0 is the total energy; ZPE is the zero-point energies (ZPE); HT is the thermal correction. On the right side of the Equation (2), it is the sum of the changes of corresponding parameters between the products and the reactants. For the isodesmic reactions, Δn = 0, so Δ(PV) = 0. Combining Equation (1) and (2), the HOF of target compounds can be obtained. Based on the Born-Haber energy cycle, the heats of formation of ionic salts can be simplified by Equation (3):
△H L is the lattice energy of the ionic salts, which could be predicted by using the formula suggested by Jenkins et al. ) and M m is the chemical formula mass of the ionic material (g mol -1 ), and the coefficients γ (kJ mol -1 cm) and δ (kJ mol -1 ) are assigned literature values. 
